The title compound, C 17 H 18 O 2 , crystallizes in two-dimensional sheets, in which the 2-(pentyloxy)dibenzo [b,d]furan molecules are arranged in a head-to-head and tail-to-tail fashion that enables hydrophobic interactions between fully extended 2-pentoxy chains and π-π stacking between dibenzofuran rings in adjacent rings. Nearest intermolecular π-π stacking contacts are 3.3731 (12) Å. The molecule is nearly planar with an r.m.s. deviation of 0.0803 Å from the mean plane defined by the nineteen non-hydrogen atoms.
Previous studies in our laboratory have shown that P450 1A1 accommodates linear polycyclic aromatic molecules while P450 1A2 prefers triangle-shaped molecules. [The 1A1 nomenclature designates enzymes belonging to family 1, subfamily A, polypeptide 1, as encoded by the CYP1A1 gene; the 1A2 notation is similarly defined.] These substrate preferences have led to the design of several triangle-shaped carbazole derivatives in an attempt to synthesize potentially selective inhibitors for P450 1A2 over P450 1A1. We are also interested in synthesizing molecules that have fused-ring systems such as dibenzofuran in our pursuit of active P450 inhibitors.
In the crystalline state, the 2-pentyloxy substituent in the title compound occurs in a fully extended, linear conformation in which it is nearly coplanar with the dibenzofuran ring system (Fig. 1) . The r.m.s. deviation from the mean plane defined by the nineteen nonhydrogen atoms is 0.0803 Å, with the largest departure being seen for O2 at 0.178 (2) Å. The distinctive feature of the molecular packing is an arrangement of the molecules into two-dimensional sheets that are neither parallel nor orthogonal to any cell axis or face (Fig.  2) . Within these sheets, adjacent molecules are juxtaposed in a head-to-head and tail-to-tail fashion such that pseudo twofold rotational symmetry relates them (Fig. 3 ). An apparent consequence of this pattern is the creation of interchain hydrophobic interactions between pentyloxy groups, which likely assist in supporting their fully extended, linear disposition. Molecules of 2-(pentyloxy)dibenzo [b,d] furan in adjacent sheets enjoy π-π stacking interactions that slightly offset the centroid of the furan ring of one molecule above that of a neighboring molecule such that the centroid-to-centroid distance is 4.070 (3) Å (Fig. 4 , red line). The length of the perpendicular segment between adjacent furan rings, defined with one point as a furan centroid, is 3.3731 (12) Å (Fig. 4 , blue line). These separations are comparable to the 3.72-3.76 Å distances between molecules in the structure of dibenzofuran itself (Dideberg et al., 1972) .
Synthesis and crystallization
The starting material, 2-hydroxydibenzofuran (0.10 g, 0.54 mmol), was dissolved in 10 mL of acetone under an N 2 atmosphere. To this solution, solid potassium carbonate was then added (0.3 g, 4 eq.). The reaction mixture was stirred at room temperature for 30 minutes before the dropwise addition of pentyl bromide (0.10 mL, 0.59 mmol). Mild heating to 45°C was applied for 4-5 h, during which time the reaction progress was monitored using thin layer chromatography. The reaction mixture was cooled to room temperature, vacuum filtered, and then taken to dryness under reduced pressure. The crude solid residual was purified by flash chromatography on a silica column eluted with 10:90 EtOAc:hexanes to afford the target compound as a white solid. Crystals were obtained by slow cooling of a warm solution in ethyl acetate:hexanes (2:1, v:v). Yield: 0.35 g, 85%. R f : 0.80 (10:90 EtOAc:hexanes, UV). 1 H NMR (300 MHz, (δ, ppm in CDCl 3 ): 7.94 (d, J = 8.2 Hz, 1H), 7.59 (d, J = 8.3 Hz, 1H), 7.52-7.44 (m, 3H), 7.39-7.33 (m, 1H), 7.11-7.06 (m, 1H), 4.09 (t, J = 6.5 Hz, 2H), 1.89 (q, J = 7.2 Hz, 2H), 1.41-1.59 (m, 4H), 1.00 (t, J = 7.1 Hz, 3H). 13 C NMR (75 MHz, (δ, ppm in CDCl 3 ): 156.9, 155.4, 150.8 127.0, 124.6, 124.5, 122.4, 120.5, 115.7, 112.0, 104.6, 69.0, 29.1, 28.3, 22.5, 183 .
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 1 .
Supplementary Material
Refer to Web version on PubMed Central for supplementary material.
Structural data
Crystal structure: contains datablock I. DOI: https://doi.org//10.1107/S2414314618013068/ bx4012sup1.cif 
Special details
Experimental.-The diffraction data were obtained from 3 sets of 400 frames, each of width 0.5° in ω, collected at ϕ = 0.00, 90.00 and 180.00° and 2 sets of 800 frames, each of width 0.45° in ϕ, collected at ω = -30.00 and 210.00°. The scan time was 30 sec/frame.
Geometry.-All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. The title molecule with the atom-labeling scheme and 50% probability ellipsoids. Packing of molecules of 2-(pentyloxy)dibenzo [b,d] furan within the unit cell. Displacement ellipsoids are shown at the 50% probability level. Molecules of 2-(pentyloxy)dibenzo [b,d] furan in adjacent sheets. The furan ring centroid-tocentroid distance is depicted with the red dashed line, while the separation along a perpendicular from a furan ring centroid is shown in blue. Displacement ellipsoids are shown at the 50% probability level. 
